LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019594.D

Acq On : 29 Mar 2019 23:52

Operator : JU/SJ

Sample - K2084-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.128 21 24 34 rvVB 21984 34425 0.70% 0.087%
2 6.763 636 642 658 rBY 293774 655556 13.31% 1.652%
3 6.934 665 671 691 rBY 227929 445222 9.04% 1.122%
4 7.110 695 701 712 rBVY 353310 596117 12.10% 1.502%
5 7.575 774 780 792 rBV 425152 726490 14.75% 1.830%
6 8.292 896 902 920 rBVY 382593 748293 15.19% 1.885%
7 8.745 973 979 998 rBVY 308583 581622 11.81% 1.465%
8 9.069 1031 1034 1040 rVvB3 5820 8842 0.18% 0.022%
9 9.463 1095 1101 1114 rBV 264559 503573 10.22% 1.269%
10 9.992 1185 1191 1210 rBV 364767 775555 15.75% 1.954%

11 10.357 1246 1253 1267 rBV 687263 1127109 22.88% 2.840%
12 10.528 1275 1282 1309 rBV 249806 644349 13.08% 1.623%
13 10.957 1350 1355 1358 rBV 3438 5428 0.11% 0.014%
14 11.986 1526 1530 1535 rBV2 3970 7172 0.15% 0.018%
15 13.657 1808 1814 1819 rBV 918917 1332619 27.06% 3.357%

16 13.704 1819 1822 1831 rVB 139028 212628 4._.32% 0.536%
17 13.927 1852 1860 1875 rBV 1107150 1591338 32.31% 4_.009%
18 14.239 1906 1913 1925 rBV2 987030 1504237 30.54% 3.790%
19 14.492 1950 1956 1976 rBV 148110 489248 9.93% 1.233%

20 14.668 1983 1986 1992 rVB5 8149 15658 0.32% 0.039%
21 15.004 2038 2043 2052 rBV2 7168 16244 0.33% 0.041%
22 15.080 2052 2056 2061 rVB3 5636 7637 0.16% 0.019%

23 15.239 2076 2083 2101 rBV 1384718 2061645 41.86% 5.194%
24 15.386 2103 2108 2120 rVV 340722 543794 11.04% 1.370%

25 15.480 2120 2124 2129 rVB4 18479 26662 0.54% 0.067%
26 15.945 2198 2203 2206 rBv4 4887 8021 0.16% 0.020%
27 16.133 2231 2235 2239 rBV2 5512 6732 0.14% 0.017%
28 16.745 2334 2339 2340 rBV2 6044 7045 0.14% 0.018%
29 16.786 2343 2346 2351 rVB4 5755 8395 0.17% 0.021%

30 16.998 2375 2382 2392 rBV 1301232 1821494 36.98% 4 _.589%

31 17.098 2392 2399 2418 rVB 1556632 2324831 47.20% 5.857%

32 17.286 2425 2431 2436 rBV2 20021 26910 0.55% 0.068%
33 17.339 2436 2440 2444 rVV 32533 40550 0.82% 0.102%
34 17.380 2444 2447 2452 rVB5 2963 5632 0.11% 0.014%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019594.D

Acq On : 29 Mar 2019 23:52

Operator : JU/SJ

Sample - K2084-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_.M
Title = SVOA CALIBRATION

35 17.480 2460 2464 2470 rVB4 5374 8117 0.16% 0.020%
36 17.886 2527 2533 2545 rBV 158629 277447 5.63% 0.699%
37 18.174 2576 2582 2586 rBv4 15064 21886 0.44% 0.055%
38 18.609 2651 2656 2659 rBV2 28137 36385 0.74% 0.092%
39 18.651 2659 2663 2667 rVB 58569 65143 1.32% 0.164%
40 18.739 2674 2678 2679 rBV3 4565 6251 0.13% 0.016%
41 18.756 2679 2681 2685 rVv4 6213 7836 0.16% 0.020%
42 18.815 2688 2691 2695 rBV4 9388 11802 0.24% 0.030%
43 19.039 2725 2729 2737 rBV2 21641 43436 0.88% 0.109%
44 19.180 2749 2753 2768 rBV2 106483 195427 3.97% 0.492%
45 19.292 2769 2772 2776 rVB2 13610 17663 0.36% 0.045%
46 19.356 2781 2783 2785 rBV3 4796 5150 0.10% 0.013%

47 19.403 2785 2791 2800 rBV 2127539 2898108 58.84% 7.302%
48 19.739 2844 2848 2851 rBVY 456239 445094 9.04% 1.121%
49 19.774 2851 2854 2859 rVB 812535 912492 18.53% 2.299%

50 19.915 2875 2878 2879 rBV3 8848 9824 0.20% 0.025%
51 19.939 2879 2882 2885 rVB2 30004 29377 0.60% 0.074%
52 20.439 2963 2967 2970 rBV 52453 63799 1.30% 0.161%

53 20.715 3010 3014 3017 rBV 181713 200267 4_.07% 0.505%
54 20.750 3017 3020 3027 rVB 379160 391822 7.95% 0.987%
55 20.903 3041 3046 3053 rBV 360994 446269 9.06% 1.124%

56 21.203 3091 3097 3107 rBV 1974438 2660994 54.02% 6.704%
57 21.339 3116 3120 3124 rBV 231737 243827 4._.95% 0.614%
58 21.586 3158 3162 3164 rBV 94142 113615 2.31% 0.286%
59 21.615 3164 3167 3170 rVB 194507 195815 3.98% 0.493%
60 21.762 3188 3192 3199 rBV 374727 453425 9.21% 1.142%

61 22.209 3265 3268 3275 rVB 464248 596667 12.11% 1.503%
62 22.491 3313 3316 3318 rBV 75964 92326 1.87% 0.233%
63 22.527 3318 3322 3326 rVB 168904 221767 4 _50% 0.559%
64 22.703 3348 3352 3358 rVB 523055 719626 14.61% 1.813%
65 23.262 3440 3447 3460 rBV2 2683839 4925512 100.00% 12.409%

66 23.403 3465 3471 3486 rVB 1716803 3198943 64.95% 8.059%
67 23.880 3547 3552 3561 rVB 374620 716564 14 .55% 1.805%
68 24.603 3669 3675 3682 rVvB2 260127 547930 11.12% 1.380%

Sum of corrected areas: 39691679
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019594.D

Acq On : 29 Mar 2019 23:52

Operator : JU/SJ

Sample - K2084-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM019594.D

2500000
2000000
1500000
1000000

500000 7.57 8.29

7.11 9.99
6.78 9 8.75 9.46 10.53
L3138 AL j[ L oor | k N 1006

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM019594.D

2500000
19.40
2000000

17.10

1500000
15.24 17.do

1000000 13.66

500000 1539

18.70 14.49 17.89
11.99 N4.67159008 15.48 15.96.13 16779/ \1W2%Rs ) 18.17
e

o

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM019594.D
23,26

—
—

2500000
21.20 X
2000000 $3.40

1500000

1000000
22.70

22.21

23.88

| e

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

500000202290
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019594.D

Acq On : 29 Mar 2019 23:52

Operator : JU/SJ

Sample - K2084-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.89 3.05 ng/ul 277447 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64
Abundance Scan 2534 (17.892 min): BM019594.D (-2527) (-) m/z 73.00 100.00%
73
43
5000
129
97 213 R i e ainsine
115 1 143157171185, 00 | 0 256 17.60 17.80 18.00 18.20

281 m/z 60.00 76.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid

43 73

5000{ 29 256 T PR R T
17.60 17.80 18.00 18.20

m/z 43.10 62 .00%

213

143157171185 g

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43 73

5 17.60 17.80 18.00 18.20
5000{ 29 m/z 57.10 57.85%

129 256
97 115 213
“ H A 143157171185 199 227
m/z--> 2IO 4I0 6IO 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73 17.60 17.80 18.00 18.20

m/z 41.10 55.93%

435

5000 129

, 185 228
01115 | 143,.5171 ‘
,,M,, ol = W

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20

29
\‘ |
1
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019594.D

Acq On : 29 Mar 2019 23:52

Operator : JU/SJ

Sample - K2084-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.74 3.35 ng/ul 445094 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid, 2-hydroxy-1-(hy... 274 C15H3004 001678-45-1 43
2 Eicosanoic acid, 2-(acetyloxy)-1... 470 C27H5006 055429-68-0 38
3 Lauric anhydride 382 C24H4603 000645-66-9 27
4 5,8-Methano-4H-3,1-benzoxazine-2... 183 C9H13NOS 1000142-76-7 22
5 Lauric anhydride 382 C24H4603 000645-66-9 16
Abundance Scan 2848 (19.739 min): BM019594.D (-2844) (-) m/z 43.05 100.00%
a3
183
159
5000 98
N 19140 1660 19.80 2000
il 23 ||| 207227 255 285 3% | h/z 183.10  69.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #102866: Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)ethyl...
a3 183
74
98
5000 DAL R S
134 19/40 19.60 19.80 20.00
243 m/z 159.00 49 _35%
15 ) (AY | o
m/z--> 50 100 150 200 250 300 350 400
Abundance #166331: Eicosanoic acid, 2-(acetyloxy)-1-[(acetyloxy)meth...
43
159 AUV
o8 19.40 19.60 19.80 20.00
5000 m/z 57.05 39.15%
71
Ll L wms
m/z--> 50 100 150 200 250 300 350 400
Abundance #151997: Lauric anhydride
183 19.40 19.60 19.80 20.00
m/z 98.10 35.66%
5000
43
‘ 73 98 129
157
— J,m.ﬂ.k foibg b, Ly 2024220 IS A | U
m/z--> 50 100 150 200 250 300 350 400 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019594.D

Acq On : 29 Mar 2019 23:52

Operator : JU/SJ

Sample - K2084-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.77 6.86 ng/ul 912492 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid, 2-hydroxy-1-(hy... 274 C15H3004 001678-45-1 38
2 9-Octadecenoic acid (2)-, 2,3-bi... 440 C25H4406 055401-64-4 17
3 Thioacetic acid, S-(5-acetylthio... 234 C9H1403S2 1000185-15-4 10
4 1,2-Dicarbadodecaborane(12), 1-h... 230 C8H24B10 020740-05-0 10
5 Eicosanoic acid, 2-(acetyloxy)-1... 470 C27H5006 055429-68-0 10
Abundance Scan 2853 (19.768 min): BM019594.D (-2851) (-) m/z 43.00 100.00%
43
5000
159
98 183 B |
71 | J ur 19.40 19.60 19.80 20.00
i ,”.-!L dodrad 190 | | | oora2r 255 285 077989 00 32.48%
m/z--> 50 100 150 200 250 300 350
Abundance #102866: Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)ethyl...
43 183
74
98
5000 AU SRR B
134 o0 19.40 19.60 19.80 20.00
243 m/z 183.15 31.47%
155 225 274
m/z--> 50 100 150 200 250 300 350
Abundance #163177: 9-Octadecenoic acid (2)-, 2,3-bis(acetyloxy)propy...
43
19.40 19.60 19.80 20.00
5000 m/z 98.05 23.57%
159
‘ 9 98117
.u‘. { ALy 0135 | 185207207 201 306 334 380
m/z--> 50 100 150 200 250 300 350
Abundance #78876: Thioacetic acid, S-(5-acetylthio-3-oxopentyl) ester e
43 19.40 19.60 19.80 20.00
m/z 57.05 19.22%
159
5000
117
B - < -
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019594.D

Acq On : 29 Mar 2019 23:52

Operator : JU/SJ

Sample - K2084-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Myristin, 2,3-diaceto-1- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.75 2.94 ng/ul 391822 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Myristin, 2,3-diaceto-1- 386 C21H3806 014473-55-3 81
2 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 64
3 Myristin, 2,3-diaceto-1- 386 C21H3806 014473-55-3 62
4 Myristin, 1,3-diaceto-2- 386 C21H3806 014290-23-4 52
5 3H-Indole, 2,3,3-trimethyl- 159 C11H13N 001640-39-7 27
Abundance Scan 3020 (20.750 min): BM019594.D (-3017) (-) m/z 43.00 100.00%
43
159
5000 o8 11
77 20.40 20.60 20.80 21.00
ol JIIJLi lld 130 |} k24 28 %27 3% 77 159.00  59.97%
m/z--> 100 150 200 250 300 350
Abundance #153009: Myristin, 2,3-diaceto-1-
43
5000 U NSRRI BN
159 20.40 20.60 20.80 21.00
211 m/z 211.20 36 .32%
117
0 J [ L,l. Jlasn | M7 |28 84 m3
m/z--> 50 100 150 200 250 300 350
Abundance #159148: Hexadecanoic acid, 2,3-bis(acetyloxy)propy! ester
43 159
98 20,40 20.60 20.80 21.00
5000 m/z 97.95 33.81%
117 239
69
77
.Z‘i Ay “1. A l 3 LT 213, | 2e0  sw0 s
m/z--> 50 100 150 200 250 300 350
Abundance #153011: Myristin, 2,3-diaceto-1-
43 20.40 20.60 20.80 21.00
m/z 57.10 22 .24%
5000 159 211

117
J ‘ H Il h l 1 135 ‘ 17 242 283 313

|
m/z--> 150 200 250 300 350 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019594.D

Acq On : 29 Mar 2019 23:52

Operator : JU/SJ

Sample - K2084-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA _M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Ethanol, 2-(tetradecyloxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.90 3.35 ng/ul 446269 Chrysene-d12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 87
3 1-Hexadecanesulfonyl chloride 324 C16H33CI02S 038775-38-1 87
4 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 76
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 68
Abundance Scan 3045 (20.897 min): BM019594.D (-3041) (-) m/z 57.05 100.00%
57
5000
111

20.60 20.80 21.00 21.20
l 140 193
NN W N N T W e 2T Y m/z 71.10 74.19%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57

83

5000
20.60 20.80 21.00 21.20

111 m/z 43.05 71 .06%
| l P391681962272 .

' "
----|----|----|---- LI L B B AL B |

m/z--> 0 50 100 150 200 250 300 350 400 450

29

Abundance #168065: 17-Pentatriacontene
57
97
20.60 20.80 21.00 21.20
5000 m/z 69.05 68.33%
29 125 155
i |, ﬁ}l‘ }§129923e267292320348376406434462490
i s i o e A R B e e et
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129672: 1-Hexadecanesulfonyl chloride
57 20.60 20.80 21.00 21.20
83 m/z 55.10 62.33%
5000 11
29

139
[1%9167196224 271 5y

) 1 1

IIIIIIIIIIIIIIIIIIIJIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'_
m/z--> 0 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019594.D

Acq On : 29 Mar 2019 23:52

Operator : JU/SJ

Sample - K2084-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.76 3.41 ng/ul 453425 Chrysene-di2 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Nonadecane 268 C19H40 000629-92-5 86

Abundance Scan 3192 (21.762 min): BM019594.D (-3188) (-) m/z 57.05 100.00%

85
5000

21.40 21.60 21.80 22.00
m/z 71.05 93.13%

o 141169 207 239 281 328357 401429

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane

475

5000
21.40 21.60 21.80 22.00

m/z 85.10 59.94%

141 169 197 225 253 296

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #123100: Pentadecane, 8-heptyl-

21.40 21.60 21.80 22.00
5000 85 m/z 43.05 59.73%

113 210
141 169 239266 309

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #73968: Hexadecane

57 21.40 21.60 21.80 22.00

m/z 55.05 23.82%
5000 85
113
29 [ 141 169 197 226
e e e T e e e e e e  E EBRRR R RS R e o

m/iz--> 0 50 100 150 200 250 300 350 400 450 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019594.D

Acq On : 29 Mar 2019 23:52

Operator : JU/SJ

Sample - K2084-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.21 4.48 ng/ul 596667 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane, 9-octyl- 394 C28H58 013475-77-9 90
4 Nonacosane 408 C29H60 000630-03-5 90
5 Docosane, 5-butyl- 366 C26H54 055282-16-1 86
Abundance Scan 3268 (22.209 min): BM019594.D (-3265) (-) m/z 57.10 100.00%
57
85
5000
113 21.80 22.00 22.20 22.40 22.60
141 169
ol | A .J.1|, Loy a0 208 239 281309 355 387 430 | sz 71.10  90.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl-
57
5000 85
21.80 22.00 22.20 22.40 22.60
m/z 85.05 61.13%
Jlﬁ3|1?111§9 197 *3° 267 204 323 352
m/z--> 55 100 150 200 2%0 300 350 400
Abundance #115570: Heneicosane
57
85 21.80 22.00 22.20 22.40 22.60
5000 m/z 43.10 56.22%
29 113
UL L L 7241 160 197 205 253 296
m/z--> 50 160 150 200 250 300 350 400
Abundance #155179: Eicosane, 9-octyl- N LI T I O
43 21.80 22.00 22.20 22.40 22.60
m/z 55.10 24 .42%
71
5000
99 281
Il /127 155 183 211 238 | 309 336 365 392
IIIII""I""I""IIIII T T rrrTTTTTT ABLARR AR DA
m/z--> 50 100 150 200 250 300 350 400 21'80 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019594.D

Acq On : 29 Mar 2019 23:52

Operator : JU/SJ

Sample - K2084-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.70 4 .50 ng/ul 719626 Perylene-di12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 2-Thiopheneacetic acid, 4-tetrad... 338 C20H3402S 1000280-67-0 86
Abundance Scan 3351 (22.697 min): BM019594.D (-3348) (-) m/z 57.10 100.00%
g7
85
5000
13 207 22.40 22.60 22.80 23.00
141
,....,....J[,l.l.l..,?‘?g..,..z.?g,.?f.‘l. 328355 402 475 549 | nzo7 7110 89.03%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane
5000

22.40 22.60 22.80 23.00
m/z 85.05 60.44%

141169197225053 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #136482: Tetracosane

85 22.40 22.60 22.80 23.00
5000 m/z 43.05 53.78%

fJ }41169197225253281309338

O —

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- i B
43 22.40 22.60 22.80 23.00
m/z 55.10 25.24%
71
5000
99 127
L L e L L L e LA I i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 40 22. 60 22. 80 23. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019594.D

Acq On : 29 Mar 2019 23:52

Operator : JU/SJ

Sample - K2084-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.88 4.48 ng/ul 716564 Perylene-di12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 87
2 Nonacosane 408 C29H60 000630-03-5 87
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 3552 (23.880 min): BM019594.D (-3547) (-) m/z 57.05 100.00%
g7
85
5000
113 23.60 23.80 24.00 24.20
141 169 207
A TR T 230 281309 395 387 429 461 7z 71.10  91.87%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000 AR AU R B
23.60 23.80 24.00 24.20
m/z 85.10 63.89%
99 127
. ;91155183 225253 295 337
m/z--> 50 160 1éo 200 250 300 350 400 450
Abundance #158131: Nonacosane
57
| 23.60 23.80 24.00 24.20
5000 85 m/z 43.10 57.88%
29| | | 13241 160 197 205 253 281 300 337 365 408
m/z--> 50 100 1éo 260 250 300 350 400 450
Abundance #123100: Pentadecane, 8-heptyl- e e e N BRRE
57 23.60 23.80 24.00 24.20
m/z 69.10 23.83%
5000 85
2 113 21 o
| J [ e o) 239 266 309

m/z--> 50 100 150 200 250 300 350 400 450 23. 60 23 80 24. OO 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019594.D

Acq On : 29 Mar 2019 23:52

Operator : JU/SJ

Sample - K2084-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .60 3.43 ng/ul 547930 Perylene-d12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonacosane 408 C29H60 000630-03-5 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 90
Abundance Scan 3674 (24.597 min): BM019594.D (-3669) (-) m/z 57.10 100.00%
57
85
5000

_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—l_l_l'

141 183511239 24.20 24.40 24.60 24.80 25.00

ML, dovouizneraos sooser_aovay s _siy | TG Ry

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-

57

5000 85
24.20 24.40 24.60 24.80 25.00

m/z 85.05 58.71%

113
[l 183211239267296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane

24.20 24.40 24.60 24.80 25.00
5000 m/z 43.10 58.31%

141169197225053 296
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance :

#158131: Nonacosane I B e e e
57 24, 20 24, 40 24 60 24. 80 25 00

m/z 55.10 24 .54%

- | VM//\AW
13
29| Iy }41169197225253281309337365 408

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24. 20 24. 40 24 60 24. 80 25 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019594.D

Acq On : 29 Mar 2019 23:52

Operator : JU/SJ

Sample - K2084-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
n-Hexadecanoic acid 17.89 3.0 ng/ul 277447 4 17.00 1821490 20.0
unknown-01 19.74 3.4 ng/ul 445094 5 21.20 2660990 20.0
unknown-02 19.77 6.9 ng/ul 912492 5 21.20 2660990 20.0
Myristin, 2,3-dia... 20.75 2.9 ng/ul 391822 5 21.20 2660990 20.0
Ethanol, 2-(tetra... 20.90 3.4 ng/ul 446269 5 21.20 2660990 20.0
(DEL) Alkane: Str... 21.76 3.4 ng/ul 453425 5 21.20 2660990 20.0
(DEL) Alkane: Str... 22.21 4.5 ng/ul 596667 5 21.20 2660990 20.0
(DEL) Alkane: Str... 22.70 4.5 ng/ul 719626 6 23.40 3198940 20.0
(DEL) Alkane: Str... 23.88 4.5 ng/ul 716564 6 23.40 3198940 20.0
(DEL) Alkane: Str... 24.60 3.4 ng/ul 547930 6 23.40 3198940 20.0
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